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The title compound, C3 5 H 31 N03, was obtained by the reaction 
of (S)-benzyl 2-amino-3-(4-hydroxyphenyl)propanoate and 
(chloromethanetriyl)tribenzene. The enantiomer has been 
assigned by reference to an unchanging chiral centre in the 
synthetic procedure. In the crystal, molecules are linked into 
chains running along the a axis by intermolecular O— H- ■ O 
hydrogen bonds. 

Related literature 

For the synthesis and the physiological role of isodityrosine, 
see: Skaff et al. (2005). For the structure of the NH 2 analogue 
of the title compound, (S)-benzyl 2-amino-3-(4-hydro- 
xyphenyl)propanoate, see: Luo et al. (2009). 



Orthorhombic, P2 l 2 l 2 l 
a = 9.1188 (18) A 
b = 15.774 (3) A 
c = 19.393 (4) A 
V = 2789.4 (10) A 3 

Data collection 

Rigaku Mercury CCD 
dif (Tactometer 

Absorption correction: multi-scan 
(ABSCOR; Higashi, 1995) 
7mi„ = 0.976, r maI = 0.991 

Refinement 

R[F 2 > 2a(F 2 )} = 0.041 

wR(F 2 ) = 0.093 

5 = 1.09 

3097 reflections 

356 parameters 



Table 1 

Hydrogen-bond geometry (A, °). 



Mo Ka radiation 
(l = 0.08 mm~' 
T = 293 K 

0.32 x 0.25 x 0.11 mm 



24111 measured reflections 
3097 independent reflections 
2200 reflections with I > 2o'(7) 
R !n , = 0.053 



H atoms treated by a mixture of 
independent and constrained 
refinement 

A/£W = 0.10 e A~ 3 

A,o m i„ = -0.14 e A~ 3 



D-H-A 


£>— H 


H-A 


D-A 


D-H-A 


CO— H3A--01' 


0.82 


1.95 


2.772 (3) 


175 


Symmetry code: (i 


) x + 1, — y — |, —z. 









Data collection: CrystalClear (Rigaku, 2000); cell refinement: 
CrystalClear; data reduction: CrystalClear, program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 
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Experimental 

Crystal data 
C35H31NO3 



Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: ZQ2100). 
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Comment 

The title compound is an important intermediate in the synthesis of isodityrosine, which occurs in plant cell wall proteins 
and presumably conveys a strengthening and/or defensive role to the proteins (Skaff et al, 2005). The molecular structure 
of the title compound is shown in Fig. 1 . The bond lengths and angles in the compound are comparable to those reported 
for a similar compound (Luo et al, 2009). The dihedral angle between the C18-phenyl and C24-phenyl, C18-phenyl and 
C30-phenyl, C24-phenyl and C30-phenyl planes are 80.2 (1), 61.9 (1) and 65.4 (1)°, respectively. The crystal packing is 
stabilized by strong O — H - 0 intermolecular hydrogen-bonding interactions involving the hydroxyl group which link the 
molecules into a chain running along the a axis (Table 1). 

Experimental 

To a solution of (5)-benzyl 2-amino-3-(4-hydroxyphenyl)propanoate (0.68 g, 2.5 mmol), and (chloromethanetriyl)tribenzene 
(0.70 g, 2.5 mmol) in acetonitrile (8 ml) at 273 K was added dropwise triethylamine (0.40 g, 4 mmol). The cooling bath 
was removed and the mixture warmed to ambient temperature for 2 h. The solvent was removed and the crude product was 
purified by column chromatography (petroleum ether-ethyl acetate, 4:1) to give the title compound (I) as a white solid in 
85% yield. Single crystals of (I) were obtained by slow evaporation of a petroleum ether/ethyl acetate solution (6:1 v/v). 

Refinement 

The NH hydrogen atom was located in a difference Fourier map and freely refined. All other H atoms were placed in 
geometrically idealized positions and constrained to ride on their parent atoms, with C — H = 0.93 A (aromatic), 0.97 A 
(methylene), 0.98 A (methine), O— H = 0.82 A, and U{ S0 Q¥) = 1.2t/ eq (C) and 1.5t/ eq (0). In the absence of significant 
anomalous scattering effects, Friedel pairs were merged. The absolute configuration of (I) was assigned assuming that the 
absolute configuration of the starting materials was retained during the synthesis. 

Figures 



Fig. 1. The molecular structure of the compound with 50% probability displacement ellips- 
oids (arbitrary spheres for H atoms). 
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(S)-Benzyl 3-(4-hydroxyphenyl)-2-[(triphenylmethyl)amino]propanoate 



Crystal data 

C 35 H 31 N0 3 
M r = 513.61 
Orthorhombic, P2\2\l\ 
Hall symbol: P 2ac 2ab 
a = 9.1188(18) A 
b= 15.774 (3) A 
c= 19.393 (4) A 

F= 2789.4 (10) A 3 
Z=4 



F(000) = 1088 

D x = 1.223 MgnT 3 

Mo ifa radiation, X = 0.71073 A 

Cell parameters from 1875 reflections 

9 = 3.3-27.5° 

H = 0.08 mnT 1 

7/= 293 K 

Plate, colourless 

0.32 x 0.25 x 0.11 mm 



Data collection 



Rigaku Mercury CCD 
diffractometer 

Radiation source: sealed tube 

graphite 

tp and co scans 

Absorption correction: multi-scan 
(ABSCOR; Higashi, 1995) 
r min = 0.976, r max = 0.991 
24 1 1 1 measured reflections 



3097 independent reflections 

2200 reflections with / > 2a(I) 
R int = 0.053 



h = -9-»ll 



* = -19->19 
/= -23^23 



Refinement 

Refinement on F 2 
Least-squares matrix: full 
R[F 2 >2o(F 2 )] = 0.041 

wR(F 2 ) = 0.093 

S= 1.09 

3097 reflections 
356 parameters 
0 restraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H atoms treated by a mixture of independent and 
constrained refinement 

w = l/[o 2 (F 0 2 ) + (0.0476.P) 2 ] 

where P = {F 2 + 2F 2 )/3 

(A/o) max < 0.001 

Apmax = 0.10eA~ 3 

Ap m in = -0.14eA~ 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 
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Refinement. Refinement of F 2 against ALL reflections. The weighted i?-factor wR and goodness of fit S are based on F 2 , convention- 
al i?-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > a(F 2 ) is used only for calculating R- 
factors(gt) etc. and is not relevant to the choice of reflections for refinement. i?-factors based on F 2 are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A ) 
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PTC P11 Pin PTO 

C25 — C24 — C2y — C25 


\).y (4) 


p,i pin n i pn 
U2 — CIO — CI 1 — C12 


ai a (a \ 
43 -U (4) 


pn pii pin pio 
C 1 / — C24 — C2V — C25 


1 TO 1 

1 /o.l (2) 


pu pi 1 pn pii 
Clo — CI 1 — C12 — C13 


0.7 (5) 


mi p 1 -7 pm pic 
IN 1 — CI / — C30 — CJD 


/5. / (3) 


pm pi 1 pn p 1 1 
CIO — CI 1 — C12 — CI 3 


— 1 /O.D (3) 


pin P 1 "7 pin PIC 

CIS — CI / — C30 — C35 


— 4U.J (3) 


P11 pn p 1 1 pu 
CI 1 — C12 — C13 — C14 


1.3 (5) 


pii p 1 -7 pm pic 
C24 — CI / — C30 — C35 


-Ijy.z (2) 


pn pn pi/1 pi c 
CI 2 — CI 3 — C14 — CI J 


-2.3 (5) 


mi pn pin pi 1 
JN 1 — CI / — C3U — C3 1 


-93.8 (3) 


PI 1 P1/1 P1C pu 

Clo — C14 — CI 5 — Clo 


1.3 (5) 


pio pn pm pi 1 
C 1 0 — C 1 / — C30 — C3 1 


1 AH A /i\ 

14 /.U (2) 


pn P11 p 1 /; pic 
CI 2 — CI 1 — Clo — CI j 


-1.8 (5) 


pi/i p 1 "7 pin pi 1 
C24 — C 1 / — C30 — C 3 1 


Zo.3 (3) 


pm P11 pu pic 
CIO — CI 1 — Clo — CIS 


1 /5.0 (3) 


pic pm pi 1 pn 
C35 — C30 — C31 — C32 


0.7 (4) 


pi/i pic p 1 /: P11 
C14 — CI J — Clo — CI 1 


O.a (5) 


p 1 "7 pin pi 1 pn 
CI / — C30 — C31 — C32 


1 n ^ /i\ 
1 /3.4 (3) 


PI M 1 P 1 "7 PI O 

C2 — N 1 — CI / — Clo 


1 n j<; /1 01 
1 /2.4o (16) 


pm pi 1 pn pn 
C30 — C31 — C32 — C33 


-1.0 (5) 


C2— Nl— C17— C30 


49.5 (3) 


C31— C32— C33— C34 


0.9 (5) 


C2— Nl— CI 7— C24 


-73.7 (2) 


C32— C33— C34— C35 


-0.5 (5) 


Nl— C17— C18— C19 


29.2 (3) 


C31— C30— C35— C34 


-0.3 (4) 


C30— C17— C18— C19 


150.4 (2) 


CI 7— C30— C35— C34 


-173.2 (3) 


C24— C17— C18— C19 


-87.4 (3) 


C33— C34— C35— C30 


0.2 (5) 



Hydrogen-bond geometry (A, °) 

D—H-A D — H H-A D—A D—H-A 

03— IBA-Ol 1 0.82 1.95 2.772 (3) 175 
Symmetry codes: (i) x+1/2, -y-l/2, -z. 
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